Experimental
Crystal data Monoclinic, P2 1 =c a = 6.4963 (18) Å b = 13.306 (4) Å c = 20.890 (6) Å = 95.651 (4) V = 1797.0 (9) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 113 K 0.20 Â 0.18 Â 0.10 mm
Data collection
Rigaku Saturn CCD area-detector diffractometer Absorption correction: multi-scan (CrystalClear; Rigaku, 2002) T min = 0.980, T max = 0.990 15064 measured reflections 3171 independent reflections 2713 reflections with I > 2(I) R int = 0.066 Refinement R[F 2 > 2(F 2 )] = 0.062 wR(F 2 ) = 0.115 S = 1.19 3171 reflections 246 parameters H-atom parameters constrained Á max = 0.18 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (iii) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (iv) x þ 1; y; z; (v) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: CrystalClear (Rigaku, 2002); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: CrystalStructure (Rigaku, 2002). Fig. 1 . The molecular structure of (I), with atom labels and 30% probability displacement ellipsoids. Symmetry codes: (i) −x+1, −y+1, −z+1; (ii) −x+1, y+1/2, −z+1/2; (iii) −x+1, y−1/2, −z+1/2; (iv) x+1, y, z; (v) −x+2, −y+1, −z+1.
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